Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.078; wR factor = 0.218; data-to-parameter ratio = 26.9.
In the title compound, C 12 H 12 N 2 O 2 S, the aromatic rings are oriented at a dihedral angle of 79.48 (4) . Intramolecular C-HÁ Á ÁO hydrogen bonds result in the formation of two fivemembered rings with envelope conformations. In the crystal structure, intermolecular N-HÁ Á ÁO hydrogen bonds link the molecules. -Contacts between the benzene rings, [centroid-centroid distance = 4.211 (3) Å ] may further stabilize the structure.
Related literature
For general background, see: Block (1992) ; Holland (1988); McMohan et al. (1993) . For bond-length data, see: Allen et al. Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (ii) Àx; Ày þ 1; Àz; (iii) x À 1; y; z.
Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1998); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999).
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3-(3-Aminophenylsulfonyl)aniline

R. Ghazisaeidi and M. Yousefi
Comment Aryl sulfones and sulfoxides are interesting functional groups possessing manifold reactivity for conversion to a variety of organosulfur compounds in the fields of drugs and pharmaceuticals (Holland, 1988; Block, 1992) . In particular, aryl sulfones have received much attention as powerful anti-HIV-1 agents (McMohan et al., 1993) . We report herein the synthesis and crystal structure of the title compound.
In the molecule of the title compound (Fig 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges.
Rings A (C1-C6) and B (C7-C12) are, of course, planar, and they are oriented at a dihedral angle of 79.48 (4)°. The intramolecular C-H···O hydrogen bonds (Table 1 ) result in the formations of two five-membered rings C (S1/O1/C7/C8/H8) and D (S1/O2/C1/C6/H1), having envelope conformations with atoms O1 and O2 displaced by -0.386 (4) Å and 0.300 (4) Å, respectively, from the planes of the other ring atoms.
In the crystal structure, intermolecular N-H···O hydrogen bonds (Table 1) link the molecules (Fig. 2) , in which they may be effective in the stabilization of the structure. The π-π contact between the phenyl rings, Cg1-Cg1 i [symmetry code:
where Cg1 is centroid of the ring A (C1-C6)] may further stabilize the structure, with centroid-centroid distance of 4.211 (3) Å.
Experimental
For the preparation of the title compound, a solution of 3,3'-diaminodiphenyl sulfone (0.52 g, 2.0 mmol) in methanol (10 ml) was added to a solution of pyrazinecarboxylic acid (0.51 g, 4.0 mmol) in methanol (20 ml), and the resulting yellow solution was stirred for 40 min at 313 K. It was left to evaporate slowly at room temperature. After one week, yellow prismatic crystals of the title compound were isolated (yield; 0.45 g, 86.5%).
Refinement
H atoms were positioned geometrically, with N-H = 0.86 Å (for NH 2 ) and C-H = 0.93 Å for aromatic H and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C,N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.25722 (7) 0.35241 (8) Geometric parameters (Å, °)
O1-S1 1.444 (2) C5-C6 1.376 (5) O2-S1 1.439 (2) C5-H5 0.9300 N1-H1A 0.8600 C6-S1 1.760 (3) N1-H1B 0.8600 C7-C8 1.375 (4) N2-H2B 0.8600 C7-C12 1.386 (4) N2-H2A 0.8600 C7-S1 1.763 (2) C1-C6 1.382 (4) C8-C9 1.401 (3) C1-C2 1.398 (4) C8-H8 0.9300 C1-H1 0.9300 C9-N2 1.378 (4) C2-N1 1.353 (5) C9-C10 1.390 (4) C2-C3 1.361 (6) C10-C11 1.372 (5) 
